FILE 'REGISTRY' ENTERED AT 10:12:21 ON 17 FEB 2009 
STRUCTURE UPLOADED 
50 S LI 
1566 S LI SSS FULL 



FILE 'HCAPLUS' ENTERED AT 10:13:09 ON 17 FEB 2009 



L4 8764 S L3 

L5 3373 S PHOSPHORAMIDITE 

L6 6 S L4 AND L5 

L7 9664 S (SOLID SUPPORT) 

L8 6 S L4 AND L7 

L9 11 S L6 OR L8 



=> file registry 
COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
0.22 



TOTAL 
SESSION 
0.22 



FULL ESTIMATED COST 



FILE 'REGISTRY' ENTERED AT 10:12:21 ON 17 FEB 2009 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2009 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 16 FEB 2009 HIGHEST RN 1107125-97-2 
DICTIONARY FILE UPDATES: 16 FEB 2009 HIGHEST RN 1107125-97-2 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH July 5, 2008. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http: //www. cas . org/ support / stngen / stndoc/propert ies . html 



Uploading C:\Program Files\STNEXP\Queries\10539625activator . str 




chain nodes : 
10 11 13 14 
ring nodes : 

123456789 
chain bonds : 

7- 13 8-14 9-10 9-11 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 
exact/norm bonds : 

5-7 6-9 7-8 7-13 8-9 9-10 9-11 
exact bonds : 

8- 14 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 



G1:0,S 



Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:Atom 8:Atom 9:Atom 10:CLASS 
11:CLASS 13:CLASS 14:CLASS 



STRUCTURE UPLOADED 



SAMPLE SEARCH INITIATED 10:12:38 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 1030 TO ITERATE 

100.0% PROCESSED 1030 ITERATIONS 50 ANSWERS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 0 0.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 
BATCH **COMPLETE** 
PROJECTED ITERATIONS: 18675 TO 22525 

PROJECTED ANSWERS: 964 TO 1996 

L2 50 SEA SSS SAM LI 

=> d 12 scan 

L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN 1, 2-Benzisothiazol-3 (2H) -one, 5-ethyl-, 1 , 1-dioxide 
MF C9 H9 N 03 S 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT* * 



HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):4 

L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN Cadmium, bis [ ( 3H-1 , 2-benzisothiazol-3-one-K03 ) 

1 , 1-dioxidato] bis ( 1-piperazineethanamine-KNNl , kNI ) -, 

(OC-6-12)- (9CI) 
MF C26 H38 Cd N8 06 S2 
CI CCS 



PAGE 1-A 




PAGE 2 -A 




**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT** 



L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN Cadmium ( 2 + ) , bis [N- [2- (amino-KN) ethyl] -1, 2-ethanediamine- 

kN,kN']-, (OC-6-2'2)-, salt with 1 , 2-benzisothiazol-3 ( 2H) -one 

1,1-dioxide (1:2) (9CI) 
MF C8 H26 Cd N6 . 2 C7 H4 N 03 S 



CM 1 



N 



H2N. , NH2 

Cd 2 + 
H2 N NH2 




L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 

IN Cobalt (2+) , tetraaquabis (pyridine) -, (OC-6-11)-, salt with 

1, 2-benzisothiazol-3 (2H) -one 1,1-dioxide (1:2), tetrahydrate (9CI) 
MF CIO H18 Co N2 04 . 2 C7 H4 N 03 S . 4 H2 O 

CM 1 

CM 2 




H20^ | /OH2 

Co 2 + 
H 2 0 I ^"OH 2 




CM 



3 



II 

0 



L2 50 ANSWERS REGISTRY COPYRIGHT 2009 ACS on STN 
IN Copper(l+), ( 1 , 2-benzisothiazol-3 ( 2H) -one 

1.1- dioxidato-N2)bis(l,10-phenanthroline-Nl,N10)-, (TB-5-22)-, salt with 

1. 2- benzisothiazol-3 (2H) -one 1 , 1-dioxide (1:1), dihydrate (9CI) 
MF C31 H20 Cu N5 03 S . C7 H4 N 03 S . 2 H2 0 

CM 1 

CM 2 




HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):0 



=> s 11 sss full 

FULL SEARCH INITIATED 10:13:05 FILE 'REGISTRY' 



FULL SCREEN SEARCH COMPLETED - 19788 TO ITERATE 



100.0% PROCESSED 1! 
SEARCH TIME: 0 0.00.01 



19788 ITERATIONS 



1566 ANSWERS 



L3 



1566 SEA SSS FUL LI 



=> file hcaplus 
COST IN U.S. DOLLARS 



SINCE FILE 
ENTRY 
185.88 



TOTAL 
SESSION 
186.10 



FULL ESTIMATED COST 



FILE 'HCAPLUS' ENTERED AT 10:13:09 ON 17 FEB 2009 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2009 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 17 Feb 2009 VOL 150 ISS 8 
FILE LAST UPDATED: 16 Feb 2009 (20090216/ED) 

HCAplus now includes complete International Patent Classification (IPC) 
reclassification data for the third quarter of 2008. 

CAS Information Use Policies apply and are available at: 

http: //www. cas . org/ legal /infopol icy . html 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> s 13 
L4 



8764 L3 



=> s phosphoramidite 
L5 3373 PHOSPI 



3373 PHOSPHORAMIDITE 



=> s 14 and 15 
L6 6 



6 L4 AND L5 



=> s (solid support) 
1182316 SOLID 
553839 SUPPORT 
L7 9664 (SOLID SUPPORT) 

(SOLID (W) SUPPORT) 



=> s 14 and 17 
L8 6 



6 L4 AND L7 



=> s 16 or 18 

L9 11 L6 OR L8 



=> d 19 1-11 ti abs bib 



L9 ANSWER 1 OF 11 HCAPLUS COPYRIGHT 2009 ACS on STN 
TI The mechanism of the phosphoramidite synthesis of 
polynucleotides 

AB The mechanism of the coupling step in polynucleotide synthesis using 
5 ' -4, 4 ' -dimethoxytritylthymidine-3 ' -p-cyanoethyl-N, N- 

diisopropylphosphoramidite as the phosphitylating agent and catalyzed by 
the salt of saccharin and N-methylimidazole in acetonitrile has been 
studied by 31P NMR. Pre- and post-equilibrium between the activator salt and 
released diisopropylamine have been examined by 1H NMR and ITC, which show 
that the salt between saccharin and diisopropylamine will be present in 
acetonitrile. Activation of the phosphoramidite by the salt of 
saccharin and N-methylimidazole involves nucleophilic catalysis and the 
formation of a reactive saccharin adduct bonded through its carbonyl 
oxygen to phosphorus. The rate consts. for the reaction of the 
4-methoxyphenol with 5 ' -4, 4 ' -dimethoxytritylthymidine-3 ' -(3-cyanoethyl- 
N, N-diisopropylphosphoramidite in the presence of 

saccharin-N-methylimidazole salt show a non-linear dependence on phenol 
concentration, becoming independent at high phenol concns., compatible with a 
change in rate limiting step from the alcoholysis step to the activation 
step . 
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L9 ANSWER 2 OF 11 HCAPLUS COPYRIGHT 2009 ACS on STN 

TI Highly Effective Non-Explosive Activators Based on Saccharin for the 

Synthesis of Oligonucleotides and Phosphoramidites 
AB A new class of non-explosive activators has been developed based on 

heterocyclic tertiary amine salts of saccharin. These salts have been 

found to be highly effective in the synthesis of oligonucleotides and 

nucleoside phosphoramidites. 
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TI Fluorimetric sequential injection analysis optosensing in pharmaceutical 
analysis: Determination of paracetamol 

AB The coupling of sequential injection anal. (SIA) and fluorimetric solid 

phase transduction is here applied to the determination of paracetamol in 
pharmaceuticals. The reaction product between the analyte and sodium 
nitrite in acidic medium is inserted, after alkalinization, in the system. 
This product is transitorily retained on the active solid sensing phase 
(the anionic solid support QAE A-25) developing its 

native fluorescence signal, which is measured at 325/430 nm for the 
excitation and emission wavelengths resp. The described system is linear 
within the range 6.6-80 (j.g ml-1, with a 2 ng ml-1 detection limit 
and a 2.5% R.S.D (n = 10). The proposed fluorimetric SIA optosensor has 
been applied to the determination of paracetamol in several pharmaceutical 
prepns., obtaining satisfactory results. 

AN 2007:1137820 HCAPLUS «LOGINID: : 20090217>> 

DN 147:528510 

TI Fluorimetric sequential injection analysis optosensing in pharmaceutical 

analysis: Determination of paracetamol 
AU Llorent-Martinez, E. J.; Satinsky, D.; Solich, P.; Ortega-Barrales , P.; 

Molina-Diaz, A. 

CS Department of Physical and Analytical Chemistry, Faculty of Experimental 
Sciences, University of Jaen, Jaen, Paraje Las Lagunillas, E-32071, Spain 
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TI Process for the solid phase preparation of oligodeoxyribonucleotides using 
heterocycle activators 

GI 




AB A process for the synthesis of an oligonucleotide is provided in which an 
oligonucleotide is assembled on a swellable solid 
support using the phosphoramidite approach in the 

presence of an activator I, wherein n is 0-4; R for each occurrence is a 
substituent, or two adjacent R groups taken together with the carbon atoms 
to which they are attached form a six membered saturated or unsatd. ring; and 
X is 0 or S; the activator is not tetrazole or a substituted tetrazole. 
Preferred activators are pyridinium, imidazolinium and benzimidazolinium 
salts; benzotriazole and derivs. thereof; and saccharin or a saccharin 
derivative Preferred swellable solid supports comprise f unctionali zed 
polystyrene, partially hydrolyzed polyvinyl-acetate or poly ( acrylamide ) . 
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Preparation and phosphitylation process of nucleosides in presence of 
imidazole sulfonamide activators 




AB A process for the phosphitylation of an ale. or thiol with a 

phosphitylation agent in the presence of sulfonamide activator I, wherein 
n is 0 or an integer from 1 to 4; R for each occurrence is a substituent; 
X is 0 or S; is provided. The activator is commonly employed as a salt 
complex with an organic base. Preferred ales, or thiols include nucleosides 
and oligonucleotides. The process is particularly suited for the 
synthesis of phosphoramidites . Thus, 5 ' -DMT-N-Bz-2 ' -deoxyadenosine was 
prepared and submitted to phosphitylation with 

0-3-cyanoethyl-N, N, N ' , N ' -tetraisopropylphosphorodiamidite in presence of 
N-methylimidazole salt of saccharin to give the corresponding nucleoside 
phosphoramidite in good yield. 
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TI Preparation of oligodeoxyr ibonucleotides via condensation reaction using 
1 , 1-dioxo-l , 2-dihydro-1^6-benzo [d] isothiazol-3-one salt activators 

GI 



X 




AB A process for the synthesis of oligonucleotides using 

phosphoramidite chemical is provided. The process employs as 
activator a 1 , 1-dioxo-l , 2-dihydro-l?L6-benzo [d] isothiazol-3-one, 
preferably in the presence of an organic base. The 
1, 1-dioxo-l, 2-dihydro-l?L6-benzo [d] isothiazol-3-one is represented 
by the following structural formula I; wherein n is 0 or an integer from 1 
to 4; X is 0 or S; R for each occurrence is a substituent, preferably each 
independently, a halo, a substituted or unsubstituted aliphatic group, 
-NR1R2, -0R3, -0C(0)R3, -C(0)0R3, or cyano; or two adjacent R groups taken 
together with the carbon atoms to which they are attached form a six 
membered saturated or unsatd. ring; Rl and R2 are each, independently, H, a 
substituted or unsubstituted aliphatic group, a substituted or unsubstituted 
aryl group, or a substituted or unsubstituted aralkyl group; and R3 is a 
substituted or unsubstituted aliphatic group, a substituted or unsubstituted 
aryl group, or a substituted or unsubstituted aralkyl group. Preferred 
organic bases are pyridine, 3-methylpyr idine, or N-methylimidazole . Thus, 
5 ' -TCTCCCAGCGTGCGCCAT-3 ' was prepared via condensation reaction using salt 
activator 1 , 1-dioxo-l , 2-dihydro-lX6-benzo [d] isothiazol-3-one and 
N-methylimidazole . 
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TI Flow-through UV spectrophotometric sensor for determination of 

(acetyl) salicylic acid in pharmaceutical preparations 
AB The solid phase spectrophotometry technique, in which the absorbance of 

the species of interest sorbed on a solid support is 

measured directly, was applied to the determination of salicylic acid using 

flow 

injection-anal. Salicylic acid was determined by monitoring of its intrinsic 
absorbance at 297 nm sorbed on Sephadex QAE A-25 resin placed in an 
appropriate flow-through cell. The method proposed improves the 
selectivity compared with the corresponding solution-phase method and the 
sensitivity is increased by a factor of 30 or more. The flow-through 
sensor proposed allows working with several calibration lines simply by 
varying the sample volume injected. Thus, linear dynamic ranges from 1 to 
20 and from 2 to 40 |ug ml-1 can be obtained by using 1000 and 300 

resp., with detection limits being 0.064 and 0.135 |ug ml-1. 
Relative Standard Deviations (RSDs) of 0.52 and 0.38%, and sampling 
frequencies of 18 and 25 h-1, resp., were also achieved. The sensor also 
allows the indirect determination of acetylsalicylic acid previous hydrolysis 
online to salicylic acid. For acetylsalicylic acid, a linear dynamic 
range from 5 to 120 ng ml-1 and 25 h-1 of sampling frequency (300 |il 
of sample volume) were obtained. The proposed flow-through sensor has been 
successfully applied to the determination of both analytes in pharmaceutical 
prepns . 
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TI Synthesis and Properties of Aminoacylamido-AMP : Chemical Optimization for 

the Construction of an N-Acyl Phosphoramidate Linkage 
AB This paper describes the design and synthesis of a new type of 



aminoacyl-adenylate analog (aa-AMPN) having an N-acyl phosphoramidate 
linkage where the oxygen atom of the mixed anhydride bond of 
aminoacyl-adenylate (aa-AMP) is replaced by an amino group. This new type 
of aa-AMP analog is expected to be useful as material for studies on the 
recognition mechanism of the aminoacylation of tRNA and other biochem. 
reactions. The condensation of phosphoramidite derivs. of 
carboxamides with nucleoside derivs. failed, because the activated 
phosphoramidite derivs. reacted with not only the hydroxyl groups 
but also another reactive species. An alternative approach was examined by 
the reaction of 5 ' -O-phosphoramidite adenosine derivs. with 

carboxamide derivs. The TBTr and TSE groups were chosen for protection of 
the amino group of amino acid amides and the phosphate group, resp. 
Detailed studies revealed that the use of 

5- (3, 5-dinitrophenyl) -lH-tetrazole as an activating catalyst of 
phosphoramidites resulted in rapid condensation within 10 min to give 
fully protected aa-AMPN derivs. No side reaction occurred. Deprotection 
of these products via a two-step procedure gave aa-AMPN derivs. in good 
yields. It also turned out that aa-AMPNs thus obtained are stable under 
both acidic and basic conditions, such as 0.1 M HC1 (pH 1.0) and 0.1 M 
NaOH (pH 13 . 0) . 
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TI Selective determination of pyridoxine in the presence of hydrosoluble 
vitamins using a continuous-flow solid phase sensing device with UV 
detection 

AB A very simple, inexpensive and highly selective flow injection UV 

spectrophotometric method for the determination of vitamin B6 is presented. 

The 

native absorbance of the analyte is continuously monitored at 290 nm when 
it is transiently retained on Sephadex SP C-25 cation exchanger gel beads 
placed in the detection area of a flow cell. The preconcn. on the active 
solid phase provides by itself a high increase in sensitivity compared 
with the same procedure carried out without a solid 

support. The anal, response is linear in the concentration ranges 1-10 
and 2-20 |ug ml-1 using 600 and 1250 nl of sample, resp. The R.S.D. 
(%) are 0.65 (600 |ul) and 0.84 (1250 nl) and the detection limits 
0.08 and 0.02 |ug ml-1, resp. The procedure was successfully applied to 
the determination of vitamin B6 in pharmaceuticals containing (among other 
active 

principles) hydrosol. vitamins in much higher concns. than that tolerated 
by the method if performed in aqueous solution Nevertheless they were 
tolerated 

using the proposed sensor due to the selective retention of the analyte. 
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TI A simple solid phase spectrof luorimetric method combined with flow 

analysis for the rapid determination of salicylamide and salicylic acid in 
pharmaceutical samples 

AB A new, sensitive and very simple spectrof luorimetric biparameter sensor is 
described for the determination of salicylamide and/or salicylic acid in 
pharmaceutical prepns. The method integrates the transitory retention and 
fluorescence detection of both compds . on Sephadex QAE A-25 resin packed 
into a conventional flow-through cell. A monochannel manifold with two 
alternative carriers is used. At pH 2.0 (first carrier) salicylic acid is 
selectively retained on the solid support and after 

developing the anal, signal it is desorbed. At pH 11.0 (second carrier) 
both salicylic acid and salicylamide are simultaneously and transitorily 
retained on the solid, the anal, signal now corresponding to both 
analytes. The monochromators were tuned at 260 (excitation) and 415 
(emission) nm, resp. The calibration graph for salicylamide is linear 
over the range 0.01 to 0.32 (ig mL-1 and for salicylic acid from 0.04 to 
1.0 |ug mL-1 in the presence of each other. The relative standard deviation 
and the sampling frequency for the determination of salicylamide (0.20 |ug 

mL-1) 

and salicylic acid (0.50 ng mL-1) were 1.1% and 35 h-1, and 0.9% and 45 
h-1, resp. Good results on application to individual determination or mixture 
resolution in pharmaceutical samples testify to the usefulness of the 
proposed sensor. 
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TI A flow-through solid phase UV spectrophotometric biparameter sensor for 
the sequential determination of ascorbic acid and paracetamol 

AB For the first time, a continuous flow system with solid phase UV 
spectrophotometric detection (an optosensor) is described for the 



sequential determination of two analytes based on the alternate use of two 
carrier/self-eluting agents. The selective and sequential sorption of 
both on an active solid support (an anion exchanger 

gel placed in the detection zone into an appropriate quartz flow cell) is 

performed and their resp. UV intrinsic absorbances monitored. Each 

carrier itself elutes the resp. analyte from the solid 

support, so regenerating the sensing zone. Ascorbic acid and 

paracetamol in concns. ranging from 0.3 to 20 fig ml-1 and from 0.4 to 

25 |ug ml-1, resp., could be determined with this UV flow-through optosensor 

using sodium acetate/acetic acid (pH 5.6) and 0.05 M NaCl (pH 12.5), resp. 

as carrier/self-eluting solns. and Sephadex QAE A-25 anion exchanger gel 

as solid phase placed in the inner of an 1 mm optical path length quartz 

flow cell. The RSDs % (n = 10) were lower than 1.3 (for ascorbic acid) 

and than 1.5 (for paracetamol). Detection limits (criterion 3a) as 

low as 0.02 |ug ml-1 were achieved in both cases. Application to the 

anal, of pharmaceutical samples (in addition to synthetic ones) testifies the 

utility of this sequential sensor, which tolerates amts. of the species 

usually accompanying the analytes much higher than those ones found in 

these samples. 
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